Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.006 Å; R factor = 0.047; wR factor = 0.093; data-to-parameter ratio = 7.1.
The title compound {systematic name: (6aR,9S)-N-[(2R,5S,10aS,10bS)-5-benzyl-10b-hydroxy-2-methyl-3,6dioxooctahydro-8H-oxazolo[3,2-a]pyrrolo[2,1-c]pyrazin-2-yl]-7- methyl-4,6,6a,7,8,9-hexahydroindolo[4,3-fg] quinoline-9-carboxamide}, C 33 H 35 N 5 O 5 , was formed by an epimerization reaction of ergotamine. The non-aromatic ring (ring C of the ergoline skeleton) directly fused to the aromatic rings is nearly planar [maximum deviation = 0.317 (4) Å ] and shows an envelope conformation, whereas ring D, involved in an intramolecular N-HÁ Á ÁN hydrogen bond exhibits a slightly distorted chair conformation. The structure displays chains running approximately parallel to the diagonal of bc plane that are formed through N-HÁ Á ÁO hydrogen bonds.
Related literature
Ergotaminine is an ergot alkaloid formed by, among others, the fungus Claviceps purpurea on cereal grains and grasses during the growth process; see: Crews et al. (2009); Mü ller et al. (2009) . For investigations of the biologically inactive C8-(S)-isomer ergotaminine, see: Pierri et al. (1982) ; Komarova & Tolkachev (2001) . For the crystal structure of ergotamine tartrate ethanol solvate, see: Pakhomova et al. (1995) . For the crystal structure of ergometrinine, another C8-(S)-configured ergotalkaloid, see: Merkel et al. (2010) . For the solubility of ergotaminine, see: Stoll (1945 Table 1 Hydrogen-bond geometry (Å , ). 
where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.15 e Å −3 Δρ min = −0.19 e Å −3 Absolute structure: syn Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x (16) 0.0564 (7) 
